. Complete overview over reference compounds S3 Table S2 . LC-HRMS characteristics of all 89 small metabolites S4−S5 Table S3 . MZmine 2 processing parameters S6 Table S3 . MZmine 2 processing parameters. . Loading scatter plot (above) and loading column plot (below) from PCA of the targeted metabolite data either processed using Xcalibur or MZmine. The plots show the variation of individual metabolites in relation to each other. MZmine 2 detected all the negatively correlated metabolites in the loading column plot as 13 C isotope peaks.
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